
Supplementary information 2: High-throughput discovery of novel cubic crystal materials using deep generative
neural networks Here, we show 100 exemplary stable materials generated by our CubicGAN. We show 25 structures for each
prototype and 10 exemplary phonon dispersions. You can visit Carolina Materials Database for more details (www.carolinamatdb.org).

Al6WC AlNi6N AlRe6N BaClO6 BaCO6

BaCuF6 BaFeSi6 BaGeF6 BaNiF6 BaPdF6

BaRhF6 BaRuF6 BaSi6Mo BaSi6Os BaSO6

BeIr6Pt BeIrRh6 BePtRh6 BeReIr6 BIr6W

CaCO6 CaCo6N CaCoSi6 MgNi6N SrSi6Mo

Figure 1: 25 exemplary stable materials belonging to ABC6-216
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Hf6MnN6 K6FeO6 K6OsO6 K6OsS6 K6Se6Cl

K6SeO6 K6SO6 K6TcO6 K6WO6 Li6N6Cl

Li6SeO6 Li6SO6 Na6MoO6 Na6RuO6 Na6SeO6

Na6TcO6 Na6WO6 Nb6TeN6 Rb6IrO6 Rb6ReS6

Figure 2: 25 exemplary stable materials belonging to AB6C6-225

AgHgHW6 BaAlTlH6 BaCaH6Ir BaCaH6Rh BaCaHfSi6

CaAlH6Ir CaYNiH6 CdHW6Au CsSrInH6 KBiH6Ir
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KCaYSi6 KHfSi6Tc KNaNiH6 KYNbSi6 Li6FeSiH

LiBeH6Os LiMgH6Ir LiTi6BeB MgBeFe6Co NaYVSi6

NaZr6SiH Nb6HgBiB Nb6InReSn RbCaReSi6 TiFe6HW

Figure 3: 25 exemplary stable materials belonging to ABDC6-216

BaMn6Be6Fe BSb6As6Ir CsSc6TcTe6 CsZr6CoTe6 Hf6MgSiTe6

Hf6SiTeAs6 K6CoH6Rh K6MnAlH6 KHf6AlTe6 LiTa6Sb6Te

RbMg6Si6Te Sc6GaBiTe6 Sc6NbFeH6 Sr6SiTe6As Ti6BiBPt6
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TlV6Fe6B VCd(FeSi)6 VFe6Si6Hg Y6AlSbTe6 Y6AlTe6As

Y6BSbTe6 Y6FeNiH6 YBe6CrFe6 YSc6MoH6 ZrTi6TcH6

Figure 4: 25 exemplary stable materials belonging to ABC6D6-216

CaCO6 MgBeFe66Co LiTa6Sb6Te KYNbSi6 Li6N6Cl

AgHgHW6 ZrTi6TcH6 Y6AlTe6As MnNi6N Hf6MnN6

Figure 5: phonon dispersion of 10 generated materials

4


